Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.055; wR factor = 0.192; data-to-parameter ratio = 12.6.
The title compound, C 13 H 13 NO 2 , was previously described in space group P2 1 /c by He et al. [Acta Cryst. (1993) , C49, 2000-2002] . The ethyl group is disordered over two sets of sites in a 0.615 (10):0.385 (10) ratio. The C-O-C-C torsion angles containing the ethyl group are À111.6 (10) and 177.9 (7) , while in the previously reported polymorph, the torsion angle is À167. 3 (2) . The molecules pack to form a three-dimensional structure in the ABAB style along the c-axis direction in the title compound, but parallel to the a-axis direction in the reported polymorph.
Related literature
For the first polymorph, see: He et al. (1993) . For background to intramolecular charge-transfer molecules and their use in the construction of one-to three-dimesional organic nanostructures, see: Zhang et al. (2007) ; Zhang et al. (2008) .
Experimental
Crystal data electron donor unit, cyano group as the electron acceptor unit, the ester group as a flexible chain to increase the solubility of the compound. Thus, the cyano group and benzene cycle are linked by a vinyl bond to form organo-soluble D-π-A molecule.
In title compound (Fig. 1) , the C═C group is almost coplanar with the attached phenyl ring, the torsion angle C9-C15 -C5-C4 being 2.2 (4) °. The C═C group is also coplanar with ester group. The torsion angle C15-C9-Cl1-O2 is 177.5 (2) °. Excellent coplanarity of conjugated moieties enables the title compound to be a high delocalized electron system. Hz, 2H), 2,40 (s, 3H), 1.31 (t, J = 7.2 Hz, 3H).
13
C NMR (100 MHz) 13.97, 21.33, 62.24, 101.14, 115.78, 128.68, 129.94, 130.96, 144.39, 154.94, 161.98 .
Refinement
All hydrogen atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C -H = 0.93-0.97 Å and U iso (H) = 1.2 or 1.5 U eq (C). The molecular structure of the title molecule with 50% probability ellipsoids.
Computing details
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